Key indicators: single-crystal X-ray study; T = 180 K; mean (C-C) = 0.005 Å; R factor = 0.042; wR factor = 0.104; data-to-parameter ratio = 17.1.
In the title compound, (C 7 H 11 N 2 ) 3 [Fe(NCS) 6 ]ÁH 2 O, the Fe III cation is coordinated by six terminal N-bonded thiocyanate anions into a discrete threefold negatively charged complex. Charge balance is achieved by three protonated 4-(dimethylamino)pyridine cations. The asymmetric unit consists of one Fe III cation, six thiocyanate anions, three 4-(dimethylamino)-pyridinium cations and one water molecule, all of them located in general positions.
Related literature
For general background to our work on the synthesis and characterization of coordination compounds based on transition metal thiocyanates and neutral N-donor co-ligands such as pyridine, see: Boeckmann & Nä ther (2011, 2012) .
Experimental
Crystal data (C 7 H 11 N 2 ) 3 [Fe(NCS) 6 ]ÁH 2 O M r = 791.88 Triclinic, P1 a = 11.5780 (7) Å b = 11.7620 (7) Å c = 16.5450 (11) Å = 81.260 (7) = 71.550 (7) = 62.950 (6) supplementary materials Acta Cryst. (2013) Recently we have reported on the synthesis and characterization of coordination compounds based on transition metal thiocyanates and neutral N-donor co-ligands like e.g. pyridine (Boeckmann & Näther, 2011 , 2012 . To investigate the influence of the co-ligand we tried to prepare similar compounds with N,N′-dimethylaminopyridine. Therefore, we have reacted iron(II) chloride tetrahydrate with potassium thiocyanate and N,N′-dimethylaminopyridine in water, which lead to the formation of single crystals of the title compound by accident. To identify the product of this reaction a single crystal structure determination was performed.
The crystal structure of the title compound consists of discrete [Fe(NCS) 

Refinement
All C-H and N-H H atoms were located in difference map but were positioned with idealized geometry (methyl H atoms allowed to rotate but not to tip) and were refined isotropic with U iso (H) = 1.2 U eq (C, N) (1.5 for the methyl H atoms) using a riding model with C aromatic = 0.95 Å, C methyl H = 0.98 Å and N-H = 0.88 Å. The O-H H were located in difference map, their bond lengths were set to ideal values and finally they were refined isotropic with U iso (H) = 1.5 U eq (O) using a riding model with O-H = 0.84 Å. Figure 1 Crystal structure of the title compound with labeling and displacement ellipsoids drawn at the 50% probability level. 
Computing details
Tris[4-(dimethylamino)pyridinium] hexakis(thiocyanato-κN)ferrate(III) monohydrate
Crystal data
Hall symbol: -P 1 a = 11.5780 (7) Å b = 11.7620 (7) Å c = 16.5450 (11) Å α = 81.260 (7)°β = 71.550 (7) Extinction coefficient: 0.0045 (11)
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes. Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > 2sigma(F 2 ) is used only for calculating R-factors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger. 
